Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.003 Å; R factor = 0.046; wR factor = 0.121; data-to-parameter ratio = 12.8.
Molecules of the title compound, C 10 H 12 FNO 3 , are nearly planar considering all non-H atoms with a mean deviation of 0.0288 Å . Molecules are linked through intermolecular N-HÁ Á ÁO and N-HÁ Á ÁF hydrogen bonds.
Related literature
For bond-length data, see: Allen et al. (1987) . For the synthesis, see: Borodkin et al. (2006) ; Stavber et al. (2002) .
Experimental
Crystal data C 10 H 12 FNO 3 M r = 213.21 Monoclinic, P2 1 =c a = 9.741 (3) Å b = 4.8439 (12) Å c = 21.634 (6) Å = 98.082 (3) V = 1010.7 (4) Å 3 Z = 4 Mo K radiation = 0.12 mm À1 T = 296 (2) K 0.20 Â 0.20 Â 0.10 mm
Data collection
Bruker SMART CCD area-detector diffractometer Absorption correction: multi-scan (SADABS; Bruker, 2000) T min = 0.977, T max = 0.989 4791 measured reflections 1780 independent reflections 1434 reflections with I > 2(I) R int = 0.030 Refinement R[F 2 > 2(F 2 )] = 0.046 wR(F 2 ) = 0.121 S = 1.02 1780 reflections 139 parameters H-atom parameters constrained Á max = 0.20 e Å À3 Á min = À0.18 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Data collection: SMART (Bruker, 2000) ; cell refinement: SAINT (Bruker, 2000) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL.
Comment
In our recent research for the synthesis of potential PDE5 inhitiors, 2-fluoro-3,5-dimethoxyanilide, (I), was synthesized as one of the structural units by fluorination (Stavber et al., 2002) of 3,5-dimethoxyanilide (Borodkin et al., 2006) .
A view of the molecular structure of (I) is depicted in Fig. 1 . In the molecule, almost all non-H atoms are in the same plane. All bond lengths and angles are normal (Allen et al., 1987) . The molecules are linked via intermolecular hydrogen bonds in which the amide group acts as a donor to F and O atoms ( Fig. 2 and Table 1 ).
Experimental
To a solution of 3,5-dimethoxyanilide (195 mg, 1.0 mmol) in CH 3 CN (5 ml), 1-Chloromethyl-4-fluoro-1,4diazoniabicyclo[2.2.2]octane-bis(tetrafluoroborate) (390 mg, 1.1 mmol) was added at 0°C. After 3 h, TLC showed that the reaction was complete, the mixture was evaporated to give an oil, then ethyl acetate was added, and the solution was washed with 5% aqueous sodium bicarbonate, dried and then concentrated by rotary evaporation. The crude product was purified by column chromatography over silica gel (CH 2 Cl 2 /MeOH = 100/1) to afford (I) (111 mg, 52%) as a white solid. Single crystals suitable for X-ray analysis (m.p. 403 K) were obtained by slow evaporation of a dichloromethane solution at 298 K.
Refinement
All H atoms were placed in geometrically idealized positions and constrained to ride on their parent atoms, with C-H = 0.93Å and U iso (H) =1.2U eq (C). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq F1 0.42666 (11) 0.1466 (2) 0.26102 (5) 
